Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.003 Å; R factor = 0.049; wR factor = 0.152; data-to-parameter ratio = 17.5.
Related literature
2-Amino-2,3-dimethylbutanamide, a common intermediate in the synthesis of imidazolinone compounds, is an excellent weedicide, usually used as racemic mixture of the levo and dextral enantiomers, see: Goatz et al. (1990) ; Harir et al. (2007) . Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x; Ày þ 1 2 ; z þ 1 2 ; (ii) Àx þ 1; Ày; Àz; (iii) Àx þ 1; Ày þ 1; Àz.
Experimental
Data collection: APEX2 (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) . (Goatz, et al., 1990; Harir, et al., 2007) . We report herein the synthesis and the structural determination of the title molecule. The as synthesis compound contains the both chiral components of L-and R-2-amino-2,3-dimethylbutanamide, and as a consequence, the space group of crystal is centrosymmetric P2 1 /c which contain gliding plane and center of symmetry. In addition, intermolecular N-H···O hydrogen bonds linked the two enantiomers into unlimited three dimensional network.
Structure Reports Online
Experimental 2-Amino-2,3-dimethylbutanenitrile liquid (46.7 g, 0.417 mol) was added to the oil of vitriol solution (104.2 ml) under N 2 protection in cold water bath. Next, the solution along with the white solid appeared was slowly poured into 150 grams of ice water after three days of stir at room temperature. Then, Na 2 CO 3 (221 g) and 50% NaOH (38 ml) were consumed to basify the solution to pH value 9.0, giving rise to plenty of white solid. The title compound (25.8 g) with a m.p of 76-80 degrees, yielding 47.6% was obtained after filtration and purification through extraction with dichloromethane. The suitable single crystals for X-ray diffraction was from slow evaporation of solvent from the title compound dichloromethane solution.
Refinement
H atoms bonded to O atom of free water molecule were located in a difference map. All the other H atoms were placed in calculated positions and refined as riding, with C-H = 0.96-0.98 Å, and O-H = 0.85 Å, and U iso (H) = 1.2 or 1.5U eq (C,O). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0000 (7) O1 0.0751 (10) 0.0746 (9) 0.0299 (7) −0.0280 (7) 0.0000 (6) −0.0034 (6) C1 0.0427 (9) 0.0431 (9) 0.0297 (9) −0.0011 (7) −0.0004 (7) 0.0004 (7) 
